Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.002 Å; R factor = 0.033; wR factor = 0.084; data-to-parameter ratio = 10.2.
The title compound, C 23 H 18 N 2 O 2 Á0.5H 2 O, a derivative of the biologically active compound curcumin, crystallizes with two organic molecules and a solvent water molecule in the asymmetric unit. Each of the two independent molecules is close to being planar (the dihedral angles between the indole ring systems are approximately 9 and 12
) and each exists in the keto-enol form. There is an intramolecular O-HÁ Á ÁO hydrogen bond between the keto and enol groups. In the crystal, the components interact by way of N-HÁ Á ÁN, N-HÁ Á ÁO and O-HÁ Á ÁO hydrogen bonds.
Related literature
For biological activities of curcumin and related analogues, see: Ammon & Wahl (1991) ; Lee (2004) . For related structures, see: Arrieta et al. (2000) ; Mague et al. (2004) ; Pedersen et al. (1985) .
Experimental
Crystal data 
À3
Absolute structure: the absolute structure could not be determined with certainty Table 1 Hydrogen-bond geometry (Å , ). & Wahl, 1991; Lee, 2004) . This fact has made these molecules, as well as synthetic analogues (Pedersen et al., 1985) , interesting targets for structural study (Arrieta et al., 2000; Mague et al., 2004) .
The title compound, (I) (Fig. 1) , is new to this class of compounds and crystallizes with two molecules and a solvent water molecule in the asymmetric unit.The two independent molecules are close to being planar as indicated by the torsion angles along the chains with molecule 2 being less planar than molecule 1. This is also shown by the dihedral angles between the indolyl moieties and the central C 3 O 2 unit which are 3.06 (8) and 9.09 (9) ° in molecule 1 and 9.90 (9) and 21.07 (9) °i n molecule 2. The molecular geometry and H-atom locations reveal that 3,5-dione moieties of both molecules exist in the keto-enol form and display intramolecular C-H···O hydrogen bonds between the keto and enol groups.
The packing of the molecules in the lattice is also stabilized by by strong O-H···O and N-H···O intermolecular hydrogen bonds.
Experimental 2,4-Pentanedione (2.0 g, 20 mmol) and boric anhydride (1.0 g, 15 mmol) were dissolved in 20 ml of EtOAc.The solution was stirred at 60 °C for 4 h,then 3-indolylaldehyde (5.8 g, 40 mmol) dissolved in 60 ml of EtOAc and tributyl borate (9.2 g, 40 mmol) were added. After stirring for 30 min at a temperature of 85 °C, n-butylamine (3.0 mL, 30 mmol) dissolved in 10 ml of EtOAc was added dropwise over 30 min and the stirring was continued for 5 h at 85 °C. The mixture was kept in 5 °C overnight and then hydrolyzed by adding 30 ml of 1 N HCl and stirring for 2 h at 60 °C. The organic layer was separated and the aqueous layer was extracted with EtOAc. The combined organic layers were washed until neutral and dried over anhydrous sodium sulfate. The solvent was removed in vacuo, and the crude product was purified by recrystallization from MeOH to give 8.1 g of red crystalline solid in 59% yield. mp 214-216 °C. Crystals suitable for X-ray determination were obtained by slowly evaporating an acetonitrile solution at room temperature over 2 days.
Refinement
All Hydrogen atoms were found in difference maps.Those attached to carbon were placed in calculated positions (C-H = 0.95%A) while those attached to nitrogen and the lattice water were placed in locations derived from the difference map. All H atoms were included as riding contributions with isotropic displacement parameters 1.2 times those of the attached atoms.
supplementary materials sup-2 Figures   Fig. 1 . The molecular structure of (I). Displacement ellipsoids are drawn at the 50% probability level and H-atoms are represented by spheres of arbitrary radius. Fig. 2 . The cystal packing of (I), viewed down the a axis.
5-Hydroxy-1,7-bis(1H-indol-3-yl)hepta-1,4,6-trien-3-one hemihydrate
Crystal data
Orthorhombic, P2 1 2 1 2 1 Mo Kα radiation λ = 0.71073 Å Hall symbol: P 2ac 2ab
Cell parameters from 9666 reflections a = 5.5285 (7) 496 parameters Extinction correction: none Primary atom site location: structure-invariant direct methods Absolute structure: The absolute structure could not be determined with certainty Secondary atom site location: difference Fourier map
Special details
Experimental. The diffraction data were obtained from 3 sets of 400 frames, each of width 0.5 °. in omega, colllected at phi = 0.00, 90.00 and 180.00 °. and 2 sets of 800 frames, each of width 0.45 ° in phi, collected at omega = -30.00 and 210.00 °. The scan time was 20 sec/frame. (7) 0.0223 (7) −0.0052 (7) 0.0076 (6) 0.0000 (6) (7) 0.0200 (7) −0.0019 (7) −0.0012 (6) −0.0034 (6) C7 0.0217 (8) 0.0239 (7) 0.0222 (7) 0.0000 (7) −0.0004 (7) −0.0032 (6) C8 0.0245 (8) 0.0254 (8) 0.0280 (8) 0.0006 (7) 0.0009 (7) −0.0020 (7) C9 0.0235 (8) 0.0229 (7) 0.0233 (7) −0.0015 (7) −0.0019 (7) −0.0019 (6) C10 0.0235 (8) 0.0238 (7) 0.0227 (7) 0.0000 (7) −0.0010 (7) −0.0011 (6) C11 0.0231 (8) 0.0225 (7) 0.0205 (7) −0.0028 (7) −0.0023 (7) −0.0016 (6) C12 0.0250 (8) 0.0237 (8) 0.0234 (8) 0.0011 (7) 0.0005 (7) 0.0015 (6) C13 0.0230 (8) 0.0237 (7) 0.0218 (7) −0.0031 (7) −0.0019 (7) −0.0024 (6) C14 0.0243 (8) 0.0236 (7) 0.0242 (8) 0.0000 (7) −0.0003 (7) 0.0001 (6) C15 0.0250 (8) 0.0232 (7) 0.0230 (7) −0.0026 (7) −0.0009 (7) −0.0018 (6) supplementary materials sup-6 C16 0.0260 (8) 0.0232 (7) 0.0210 (7) −0.0028 (7) 0.0002 (7) −0.0020 (6) C17 0.0206 (8) 0.0247 (7) 0.0213 (7) −0.0035 (7) 0.0000 (7 Symmetry codes: (i) x+1/2, −y+3/2, −z; (ii) x−3/2, −y+3/2, −z+1; (iii) x−1/2, −y+3/2, −z+1; (iv) x+1, y, z.
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